C 27 H 21 N5O, triclinic, P1 (no. 2), a = 8.1464(7) Å, b = 10.3861(8) Å, c = 13.2507(9) Å, α = 84.898(6)°, β = 89.413(6)°, γ = 80.351(7)°, V = 1100.88(15) Å 3 , Z = 2, Rgt(F) = 0.0648, wR ref (F 2 ) = 0.1726, T = 296(2) K.
CrysAlis PRO [1] , SHELX [2, 3] , WinGX/ORTEP [4] Table 1 contains crystallographic data and Table 2 contains the list of the atoms including atomic coordinates and displacement parameters.
Source of material
The title compound was synthesized from the reaction of equimolar quantities of 3-(5-methyl-1-phenyl-1H-1,2,3-triazol-4-yl)-1-phenyl-1H-pyrazole-4-carbaldehyde and acetophenone in ethanol in presence of sodium hydroxide (10%) for 2 h at room temperature. The crude product was collected by filtration, washed with water and recrystallized from dimethylformamide to give colourless crystals (90%).
Experimental details
All hydrogen atoms were placed in calculated positions using a riding model. Methyl C-H bonds were fixed at 0.96 Å, with U(H) = 1.5 Ueq(C). C-H distances for sp 2 hybridized groups were set to 0.93 Å and their U iso (H) set to 1.2 times the Ueq(C). The high R1 value for all reflections is attributable to the weakness of data, particularly above 0.9 Å resolution.
Comment
Chalcones are an important class of compounds found in various natural products [5] . The synthetic methods for chalconecontaining compounds are simple, efficient, convenient, and high yielding [6] . Synthetic and natural chalcones show various interesting medicinal activities [7, 8] . They act as (8) antibacterial, antiviral, antiulcer, antihelmintic, antiprotozoal, antioxidative, and insecticidal agents [9] [10] [11] [12] [13] .
In the crystal structure, the asymmetric unit consists of one molecule (see the figure) . The molecule comprises five ring systems, namely: A, phenyl (C1-C6); B, pyrazolyl (C10-C12,N1,N2); C, a second phenyl (C13-C18); D, triazolyl (C19-C21,N3-N5) and E, a third phenyl (C22-C27) group. The core of the molecule consists of rings B and D, which are almost coplanar with a twist angle of 10.35(12)°. The phenyl groups deviate from the core plane with interplanar angles A/B, B/C and D/E of 42.24(7)°, 33.54(11)°and 55.72(7)°, respectively.
The molecule displays an intramolecular C-H· · · N contact with a C21· · · N2 distance of 3.109 (3) Å. An intermolecular C-H· · · O contact with a C11· · · O1 distance of 3.241(3) Å is also observed. Some related structures show similar features [14, 15] .
